The molecular structure of the title compound, C 11 H 13 IN 4 O 3 , shows a ribofuranosyl-pyrrolo O-C-N-C torsion angle of 59.1 (3) , with the central C-N bond length being 1.446 (3) Å . The C-I bond length is 2.072 (2) Å . The amino group is coplanar with the attached aromatic ring [C-N-C-N torsion angle = À178.8 (2) ] and forms an intramolecular N-HÁ Á ÁI hydrogen bond. In the crystal, O-HÁ Á ÁN and N-HÁ Á ÁO hydrogen bonds link the molecules into puckered layers parallel to (001). These layers are bound to each other by secondary IÁ Á ÁO interactions [3.2250 (17) Å ], forming a three-dimensional framework.
Related literature
For background to the use of marine natural products as therapeutic agents, see: Kazlauskas et al. (1983) ; Mitchell et al. (1996) ; Wiesner et al. (1999) ; Ugarkar et al. (2000) ; Song et al. (2011) . For the structures of related compounds, see: Seela et al. (1996 Seela et al. ( , 1999 Seela et al. ( , 2008 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2002) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and local programs. was isolated from the marine red alga Hypnea vanlendiae (Kazlauskas et al., 1983) and from the marine ascidian Didemnum voeltzkowi (Mitchell et al., 1996) . In vitro, all 5′-deoxytubercidin marine nucleosides show strong inhibitory activity for human adenosine kinase with 5'd-5IT being the most potent one. Therapeutic success of adenosine kinase inhibitors as active agents in animal models is documented for epilepsy and pain and as antiseizure agents (Wiesner et al., 1999; Ugarkar et al., 2000) . The molecular structure is related to the derivatives studied previously (Seela et al., 1996 (Seela et al., , 1999 (Seela et al., , 2008 and shows no unexpected geometric parameters.
S2. Experimental
The title compound was synthesized according to a known procedure (Song et al., 2011) . Recrystallization from ethanolwater (1:1) yielded crystals suitable for X-ray analysis. (C═C, C-4a), 127.4 (CH, C-6), 150.8 (C═C, C-7a), 152.5 (CH, C-2), 157.6 (C-NH 2 , C-4).
S3. Refinement
Hydrogen atoms were clearly identified in difference syntheses, refined at idealized positions riding on the carbon, nitrogen or oxygen atoms with C-H 0.95-1.00, N-H 0.88, O-H 0.84 Å and with isotropic displacement parameters U iso (H) = 1.2U eq (C/N) or 1.5U eq (-CH 3 and -OH H atoms). All CH 3 and OH hydrogen atoms were allowed to rotate but not to tip. The max. electron density residual is close (0.9 Å) to the I1 position. supporting information sup-2 Acta Cryst. (2013). E69, o1646-o1647
Figure 1
Molecular structure of the title compound with anisotropic displacement parameters drawn at the 50% probability level.
The intramolecular N4-H4b···I1 hydrogen bond depicted as dashed line.
Figure 2
Crystal packing viewed along a axis with intermolecular I···O interaction as well as hydrogen bonds as dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq I1 0.89717 (3) 0.148805 (10) 0.080859 (9) 0.02262 (6) (7) −0.0047 (7) −0.0027 (7) O3 0.0320 (10) 0.0158 (7) 0.0207 (8) 0.0065 (7) −0.0005 (9) −0.0020 (7) N1 0.0230 (11) 0.0239 (10) 0.0203 (10) −0.0025 (9) 0.0016 (9) 0.0048 (8) N2 0.0217 (10) 0.0181 (10) 0.0170 (9) 0.0027 (8) 
